. Structures and origin of all 198 compounds selected from the Scaffold-Focused and Whole Molecule virtual screens. All active compounds (those with a compound number) were confirmed > 95% pure by LCMS. The vendor and vendor ID for each compound is Shown as well as the protocol it was identified in. SF2D = Scaffold Focused Virtual Screen -2D similarity search, SF3D = Scaffold Focused Virtual Screen -3D similarity search, WM2D = Whole Molecule Virtual Screen -2D similarity search, WM3Dta = Whole Molecule Virtual Screen -3D similarity search, tautomer 1a, WM3Dtb = Whole Molecule Virtual Screen -3D similarity search, tautomer 1b. 

